Comment β-Ketoimine is an important family of N,O-bidentate ligands because of their ease of preparation and modification of steric and electronic effects. They are particularly interested for catalysis. For instance, their Cu complexes have shown to be effective in norbornene (NBE) polymerization (Lü et al., 2006) in the presence of MAO and the Ni-based systems are used in ethylene polymerization (Wang et al., 1998; Connor et al., 2003; Sun et al., 2003). As part of this work, the title compound
In the title compound, C 29 H 31 N 3 O, the three terminal benzene rings are oriented at dihedral angles of 20.7 (3), 65.8 (3) and 72.6 (3) with respect to the central pyrazolone ring. Intramolecular N-HÁ Á ÁO hydrogen bonding occurs between the imine and carbonyl groups. Intermolecular C-HÁ Á Á interactions are present in the crystal structure. 
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Data collection
Oxford Diffraction Xcalibur Sapphire3 Gemini diffractometer Absorption correction: multi-scan (CrysAlis RED; Oxford Diffraction, 2008) T min = 0.702, T max = 1.00 8437 measured reflections 3755 independent reflections 3643 reflections with I > 2(I) R int = 0.026 Refinement R[F 2 > 2(F 2 )] = 0.036 wR(F 2 ) = 0.100 S = 1.09 3755 reflections 302 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.27 e Å À3 Á min = À0.21 e Å À3 Absolute structure: Flack (1983), 1293 Friedel pairs Flack parameter: 0.2 (2) Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C18-C23 and N1,N2,C1-C3 rings, respectively. Data collection: CrysAlis CCD (Oxford Diffraction, 2005); cell refinement: CrysAlis RED (Oxford Diffraction, 2008); data reduction: CrysAlis RED; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. (I) was prepared from β-diketone and 2,6-diisopropylaniline.
D-HÁ
The molecular structure of (I) is shown in Fig. 1 . The dihedral angles between the pyrazolone ring and C5-C10, C12-C17 and C18-C23 phenyl rings are 20.7 (3), 65.8 (3) and 72.6 (3)°, respectively. The C11-N3 distance of 1.333 (3) Å is similar to that for a C-N single bond (1.338 (8) Å (Li et al., 2009) but is much longer than that for a C=N double bond (1.318 (3)Å) (Lü et al., 2006) in pyrazolone compounds.
A strong intramolecular N(3)-H(3 A)···O hydrogen bond (Table 1 .) is observed with N···O distance of 2.672 (2) Å, which is much shorter than their van der Waals radius. The intermolecular C-H···π interactions are present in the crystal structure (Table 1) .
Experimental
The title compound was synthesized by refluxing a mixture of 1-phenyl-3-methyl-4-benzoylpyrazol-5-one (10 mmol) and 2,6-diisopropylaniline (10 mmol) in ethanol (60 ml) for 16 h. Volatile materials were removed under vacuum and the residue was washed twice from cold ethanol solution to give yellow solids. The resulting solids were recrystallized from ethanol solution to yield yellow crystals after 2 d.
Refinement
The imino H atom was located in a difference Fourier map and refined isotropically. Other H atoms were placed in idealized positions and constrained to ride on their parent atoms with C-H = 0.95-1.00 Å, U iso (H) = 1.5U eq (C) for methyl and 1.2U eq (C) for the others. (7) −0.0021 (5) −0.0020 (5) 0.0028 (6) N2 0.0303 (7) 0.0319 (7) 0.0208 (7) −0.0063 (5) −0.0024 (5) 0.0025 (6) N3 0.0206 (6) 0.0307 (7) 0.0233 (7) 0.0047 (5) −0.0019 (5) −0.0008 (5) C1 0.0231 (7) 0.0250 (7) 0.0274 (9) −0.0023 (5) −0.0018 (6) 0.0021 (6) C2 0.0246 (7) 0.0242 (7) 0.0241 (9) −0.0028 (5) 0.0005 (6) 0.0005 (6) C3 0.0281 (7) 0.0252 (7 (12) 0.0022 (7) −0.0113 (8) 0.0074 (7) C9 0.0327 (8) 0.0411 (9) 0.0355 (10) −0.0039 (7) −0.0126 (7) 0.0075 (8) supplementary materials sup-5 C10 0.0298 (8) 0.0388 (9) 0.0292 (9) −0.0037 (6) −0.0039 (7) 0.0054 (7) C11 0.0249 (7) 0.0207 (6) 0.0224 (8) −0.0028 (5) 0.0003 (6) −0.0002 (6) C12 0.0266 (7) 0.0290 (7) 0.0194 (8) 0.0020 (5) 0.0012 (6) 0.0054 (6) C13 0.0383 (9) 0.0283 (8) 0.0324 (9) 0.0034 (6) 0.0065 (7) 0.0028 (7) C14 0.0475 (10) 0.0383 (8) 0.0363 (10) 0.0168 (7) 0.0092 (9) 0.0069 (9) C15 0.0309 (9) 0.0629 (12) 0.0403 (11) 0.0185 (8) 0.0105 (7) 0.0127 (9) C16 0.0273 (8) 0.0613 (12) 0.0428 (12) −0.0018 (8) 0.0036 (7) 0.0079 (10) C17 0.0279 (8) 0.0375 (8) 0.0310 (10) −0.0024 (6) 0.0005 (7) 0.0020 (7) C18 0.0198 (6) 0.0297 (7) 0.0205 (7) 0.0028 (5) 0.0020 (6) 0.0014 (6) C19 0.0229 (7) 0.0300 (7) 0.0251 (8) 0.0009 (5) 0.0068 (6) 0.0015 (6) C20 0.0272 (8) 0.0285 (7) 0.0297 (9) 0.0052 (6) 0.0074 (6) 0.0071 (7) C21 0.0207 (7) 0.0421 (9) 0.0259 (8) 0.0055 (6) −0.0001 (6) 0.0081 (7) C22 0.0229 (7) 0.0365 (8) 0.0262 (9) −0.0004 (6) −0.0016 (6) 0.0002 (7) 0.0485 (11) 0.0328 (9) 0.0504 (13) −0.0002 (7) 0.0082 (9) −0.0057 (9) C27 0.0433 (9) 0.0287 (8) 0.0272 (9) −0.0015 (7) −0.0068 (7) 0.0003 (7) Hydrogen-bond geometry (Å, °) Cg1 and Cg2 are the centroids of the C18-C23 and N1,N2,C1-C3 rings, respectively. supplementary materials sup-9 Fig. 1 
